Supplementary Material
Bound and unbound (ro)vibrational states of the

methane-argon dimer

Dévid Ferenc! and Edit Matyus' *
IInstitute of Chemistry, Eétvés Lordnd University,
Pazmdny Péter sétany 1/A, Budapest, Hungary
(Dated: September 18, 2018)

*matyus@chem.elte.hu



I. SUPPLEMENTARY MATERIAL

A. Wave functions

The one dimensional cuts of the vibrational wave functions alog the R coordinate
are presented here. The radial coordinates were constrained in the global minimum

structure 6 = 54.7355°, ¢ = 0.0000°.
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Character tables

TABLE I: Character table of the T4(M) molecular symmetry group.

Ta(M) E (123) (14)(23) [(1423)]* [(23)]*
Nl 1 8 3 6 6

A 11 1 1 1

Fr, 3 0 -1 1 -1
Fo, 3 0 -1 -1 1

TABLE II: Character table of the Cs,(M) molecular symmetry group.

Ca(M) E (123) [(23)]F
Nl 1 2 3

Ay 11 1
Ay 1 1 -1
E 2 -1 0




TABLE III: Character table of the Ca,(M) molecular symmetry group.

Coy(M) E (12)(34) [(12)]* [(34)]*

ng 1 1 1 1
Ay 101 1 1
Ay 11 T |
B, 1 -1 1 ~1
B, 1 -1 ~1 1




